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Minor REVISION comments 
 

The manuscript is of great interest for computational chemistry readers. It is well written 
with minor revisions necessary in language.    
 

 

Optional/General comments 
 

Only in silico studies are involved in this paper whereas the structure activity relationship 
must involve the in vivo or in vitro studies also. So the author may include those studies or 
may add the reference for it so that visible relation between the two can be observed 
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